Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; R factor = 0.033; wR factor = 0.082; data-to-parameter ratio = 14.0.
In the title compound, C 16 H 15 BrO 4 S, the thiophene ring is not coplanar with the benzene ring; the dihedral angle between the two planes is 11.08 (12) . The crystal structure is characterized by C-HÁ Á ÁO interactions. Weak intramolecular C-HÁ Á ÁO hydrogen bonds also occur.
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Comment
Chalcones are alpha, beta unsaturated ketones, widely distributed in nature and are extensively studied for their biological activity (Chun et al., 2001; Horng et al., 2003; Lopez et al., 2001; Mei et al., 2003) . Chalcones readily crystallize because of their intermolecular hydrogen bonding (Liang et al., 2011; Alex et al., 1993; Li et al., 1993) . The same property has been shown to be responsible for its biological activity (Zubieta et al., 2001) . However, halogen containing chalcones are of special interest in drug design process because of the raising importance of hlogen bond contribution in target recognition process (Howard et al., 2004; Petrash, 2004; Lu et al., 2010) . Crystal structure conformation of small molecule has always been the choice for binding energy calculations in docking studies. In this paper we report the crystal structure of (2E)-1-(5-bromothiophen-2-yl)-3-(2,3,4-trimethoxyphenyl)prop-2-en-1-one which is a part of insilico lead identification studies.
The asymmetric unit of (2E)-1-(5-bromothiophen-2-yl)-3-(2,3,4-trimethoxyphenyl)prop-2-en-1-one, C 16 H 15 Br O 4 S , contains just one molecule (Fig. 1) . The five-membered thiophene ring (S2\C19\···C22) is not coplanar with the phenyl ring (C10\C11\···C15) system; the dihedral angle between the two planes is 11.08 (12)°. The crystal structure displays intermolecular C21-H21···O6 and weak intramolecular C8-H8B···O5 and C9-H9B···O4 hydrogen bonds (Table 1) . The packing of molecules in the crystal structure is depicted in Fig. 2 .
Experimental
A mixture of 2-acetyl-5-BromoThiophene (0.01 mole) and 2,3,4-trimethoxybenzaldehyde (0.01 mole) were stirred in ethanol (30 ml) and then an aqueous solution of potassium hydroxide (40%,15 ml)was added to it. The mixture was kept over night at room temperature and then it was poured into crushed ice and acidified with dilute hydrochloric acid. The precipiteted chalcone was filtered and crystallized from ethanol.
Refinement
All H atoms were positioned at calculated positions C-H = 0.93Å for aromatic H and C-H = 0.96Å for methyl H and refined using a riding model with U iso (H) = 1.2U eq (C)for aromatic and U iso (H) = 1.2U eq (C)for for methyl H. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Br1 −0.24507 (4) 0.00703 (2) 117.0 (2) C12-C13-H13 120.1 C12-O5-C7 118.5 (2) C13-C14-C15 122.2 (2) O5-C7-H7A 109.5 C13-C14-H14 118.9 O5-C7-H7B 109.5 C15-C14-H14 118.9 H7A-C7-H7B 109.5 C14-C15-C10 117.5 (2) O5-C7-H7C 109.5 C14-C15-C16 122.6 (2) H7A-C7-H7C 109.5 C10-C15-C16 119.9 (2) H7B-C7-H7C 109.5 C17-C16-C15 126.9 (3) O4-C8-H8A 109.5 C17-C16-H16 116.5 O4-C8-H8B 109.5 C15-C16-H16 116.5 H8A-C8-H8B 109.5 C16-C17-C18 123.1 (3) O4-C8-H8C 109.5 C16-C17-H17 118.5 H8A-C8-H8C 109.5 C18-C17-H17 118.5 H8B-C8-H8C 109.5 O6-C18-C17 123.3 (3) O3-C9-H9A 109.5 O6-C18-C19 119.6 (3) O3-C9-H9B 109.5 C17-C18-C19 117.1 (3) H9A-C9-H9B 109.5 C20-C19-C18 131.0 (3) O3-C9-H9C 109.5 C20-C19-S2 110.7 (2) H9A-C9-H9C 109.5 C18-C19-S2 118.2 (2) H9B-C9-H9C 109.5 C19-C20-C21 114.0 (3) O3-C10-C11 121.3 (2) C19-C20-H20 123.0 O3-C10-C15 117.7 (2) C21-C20-H20 123.0 C11-C10-C15 120.8 (2) C22-C21-C20 111.3 (3) O4-C11-C10 118.2 (2) C22-C21-H21 124.3 O4-C11-C12 121.4 (2) C20-C21-H21 124.3 C10-C11-C12 120.0 (2) C21-C22-S2 113.4 (2) O5-C12-C13 124.3 (2) C21-C22-Br1 126.2 (2) O5-C12-C11 116.1 (2) S2-C22-Br1 120.36 (16) C13-C12-C11 119.6 (2)
Hydrogen-bond geometry (Å, °) 
